The title compound, C 8 H 11 NO 4 S, crystallizes as a zwitterion, with the negatively charged benzenesulfonate group and the positively charged NH 3 + group in mutually para positions. All the non-H atoms, except for one O atom of the sulfonate group, lie on a crystallographic mirror plane (Z 0 = 1/2). In the crystal, the hydrogen-bonding structure is two-dimensional, propagating in the c-axis direction through a bifurcated hydrogen bond between the NH 3 + and the SO 3 À groups, and in the b-axis direction through an R 2 2 (16) ring motif involving the same functional groups. This latter hydrogen bonding is supported by offsetinteractions [intercentroid distance = 3.8114 (4) Å ].
Structure description
Amino-benzenesulfonic acids are used extensively in the preparation of azo dyes and pigments (Christie, 2015) . Their crystal structures tend to be zwitterionic with a negatively charged sulfonate and protonation of the amine to give NH 3 + (Smith et al., 2006; Butcher & Deschamps, 2006; Ś ledź et al., 2010) .
The title compound, crystallizes as a zwitterion, as shown in Fig. 1 . The body of the molecule lies on the crystallographic mirror plane (Z 0 = 1 2 ) with only atom O3 of the sulfonate group and H atoms of the methyl and NH 3 + groups out of plane. Close examination of the displacement ellipsoids of the methoxy group indicate that these are a little larger than those for the other atoms -thus there may be minor (unmodelled) out of plane disorder present.
In the crystal, hydrogen bonding involves the NH 3 + group as an H-donor and the O atoms of the SO 3 À group as the acceptors (Table 1) . This gives a two-dimensional hydrogen-bonding network (Fig. 2) , with bifurcated bonds from H atom H2N to O3 ii and O3 iii (see Table 1 ), forming sheets parallel to the ab plane, and the remaining donor and acceptor atoms forming an R 2 2 (16) ring motif that supports offsetstacking parallel to the b-axis direction (Table 1 and Fig. 3 ); intercentroid distances CgÁ Á ÁCg a,b,c = data reports 3.8114 (4) Å , Cg is the centroid of the benzene ring C1-C6, interplanar distances = 3.4705 Å , slippages = 1.575 Å , symmetry codes: (a) Àx + 1, Ày, Àz + 1, (b) Àx + 1, y À 1 2 , Àz + 1, (c) Àx + 1, y + 1 2 , Àz + 1.
Synthesis and crystallization
The crystallization of 4-azaniumyl-5-methoxy-2-methylbenzene-1-sulfonate occurred during an attempt to synthesize a salt form of rac-methylephedrine by reaction with 4-amino-5-methoxy-2-methylbenzenesulfonic acid (Kennedy et al., 2011) . Synthesis was by adding 1.10 mmol of the acid to 1.00 mmol of the base, both previously partially dissolved in approximately 5 ml of deionized water. The resulting solution was stirred for 30 min at 323 K, filtered into a test tube and left to slowly evaporate. The title compound crystallized as colourless plates on the walls of the test tube. (3) 3.0909 (18) 141 (1) Symmetry codes: (i) Àx þ 1; Ày; Àz þ 1; (ii) x; y; z À 1; (iii) x; Ày þ 1 2 ; z À 1.
Figure 2
A view along the a axis of the crystal packing of the title compound. Hydrogen bonds are drawn as dashed lines (see Table 1 ) and only the ammonium H atoms have been included.
Figure 1
The molecular structure of the title compound, showing the atom labelling and displacement ellipsoids drawn at the 50% probability level [symmetry code: (v) x, Ày + 1 2 , z].
Figure 3
The R 2 2 (16) ring motif, with hydrogen bonds drawn as dashed lines (see Table 1 ), that supportsstacking parallel to the b-axis direction. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
data-2
IUCrData (2016). 1, x161778 Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (2) O2-S1 1.4351 (14) C4-C5 1.380 (2) O3-S1 1.4625 (10) C4-N1 1.464 (2) S1-O3 i 1.4624 (10) C5-C6 1.401 (2) C7-H7B 0.99 (2) C5-H5 0.9500 C7-H7A 0.90 (4) C2-C1-C6 122.56 (15) C1-C6-C8 124.83 (15) C2-C1-S1 116.02 (13) C6-C8-H8B 113.8 (11) C6-C1-S1 121.42 (13) C6-C8-H8A 109.9 (17) C3-C2-C1 119.50 (16) H8B-C8-H8A 106.4 (14) C3-C2-H2 120.2 C4-N1-H1N 111.3 (11) C1-C2-H2 120.2 C4-N1-H2N 108.6 (18) O1-C3-C2 126.10 (16) H1N-N1-H2N 108.0 (14) O1-C3-C4 115.26 (15) C3-O1-C7 118.00 (15) C2-C3-C4
118.64 (16) O2-S1-O3 i 113.68 (5) C5-C4-C3 121.77 (15) O2-S1-O3 113.68 (5) C5-C4-N1 120.73 (15) O3 i -S1-O3 109.11 (8) C3-C4-N1 117.49 (15) O2-S1-C1 107.28 (8) C4-C5-C6 120.80 (16) O3 i -S1-C1 106.27 (5) C4-C5-H5 119.6 O3-S1-C1 106.27 (5) C6-C5-H5 119.6 O1-C7-H7B 110.8 (13) C5-C6-C1 116.72 (15) O1-C7-H7A 105 (2) C5-C6-C8 118.44 (15) H7B-C7-H7A 111.6 (17)
